Key indicators: single-crystal X-ray study; T = 296 K; mean (C-C) = 0.005 Å; R factor = 0.046; wR factor = 0.136; data-to-parameter ratio = 10.2. Bruker (2008). APEX2, SAINT-Plus and SADABS.
In the title molecule, C 14 H 13 N 3 O, the dihedral angle between the mean planes of the benzotriazole ring system and the benzene ring is 57.8 (2) .
Related literature
For related structures, see: Li et al. (2009 Li et al. ( , 2010 ; Liu et al. Data collection: APEX2 (Bruker, 2008); cell refinement: SAINT (Bruker, 2008); data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: SHELXTL (Sheldrick, 2008); software used to prepare material for publication: SHELXTL.
2-
In terms of coordination chemistry, the benzotriazole-phenolate (BTP) group can provide the N, O-bidentate chelation to stabilize transition metal or main group metal complexes. Therefore, our group is focused on the design and synthesis of the functionalized benzotriazole-phenolate ligand derived from 4-methyl-2-(2H-benzotriazol-2-yl)phenol ( Me BTP-H). For instance, our group has successfully synthesized and structural characterized the amino-phenolate ligand via a Mannich condensation derived from Me BTP-H (Li et al., 2009) . Most recently, we also reported the synthesis and crystal structure of the salicylaldehyde group substituted benzotriazole derivative (Li et al., 2010) . In order to develop more useful ligands originated from BTP derivatives, we report herein the synthesis and crystal structure of the title compound, (I), a potential ligand for the preparation of orthometallated Ir III or Pd II complexes.
The molecular structure of (I) is shown in Fig. 1 . The dihedral angle between the mean planes of the benzotriazole unit and the benzene ring of the 2-methoxy-5-methylphenyl group is 57.8 (2)°, which is larger than that found in the crystal structure of 2-(2H-Benzotriazol-2-yl)-4-methylphenyl diphenylphosphinate (Liu et al., 2009) .
Experimental
The title compound (I) was synthesized by the procedure shown in Fig. 2 . A mixture of 4-methyl-2-(2H-benzotriazol-2yl)phenol (2.48 g, 10.0 mmol) and potassium carbonate (1.40 g, 10.0 mmol) in THF (30 ml) was stirred at room temperature for 0.5 h. Dimethyl sulfate (1.90 g, 15.0 mmol) was then added and the resulting mixture was refluxed for another 24 h. The mixture was filtered and the filtrate was dried in vacuo giving white powder. The white powder was redissolved in hexane and cooled to 253 K to give white crystalline solids. Colourless crystals were obtained from the saturated Et 2 O solution overnight. 1 H NMR (CDCl 3 , p.p.m.): δ 7.01-7.97 (7H, m, PhH), 3.84 (3H, s, OCH 3 ), 2.36 (3H, s, CH 3 ).
Refinement
In the absence of significant anomalous dispersion effects the Friedel pairs were merged. The H atoms were placed in idealized positions and constrained to ride on their parent atoms, with C-H = 0.93 Å with U iso (H) = 1.2 U eq (C) for phenyl hydrogen; 0.96 Å with U iso (H) = 1.5 U eq (C) for the CH 3 groups. 
